Key indicators: single-crystal X-ray study; T = 296 K; mean (C-C) = 0.011 Å; R factor = 0.059; wR factor = 0.178; data-to-parameter ratio = 12.8.
Related literature
For the properties and applications of similar compounds and their complexes, see: Piguet et al. (1993) ; Yang et al. (2006) .
Experimental
Crystal data 
Data collection
Bruker SMART 1K CCD diffractometer Absorption correction: multi-scan (SADABS; Sheldrick, 2004) T min = 0.379, T max = 0.645 12738 measured reflections 8707 independent reflections 4152 reflections with I > 2(I) R int = 0.049 Refinement R[F 2 > 2(F 2 )] = 0.059 wR(F 2 ) = 0.178 S = 0.91 8707 reflections 679 parameters H-atom parameters constrained Á max = 0.79 e Å À3 Á min = À0.46 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Data collection: SMART (Bruker, 2001) ; cell refinement: SAINT (Bruker, 2001) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication: SHELXTL and local programs.
Figure 2
Crystal packing of (I), viewed from the b axis direction, showing the assembly of molecules connected by stacking interaction. where P = (F o 2 + 2F c 2 )/3 (Δ/σ) max = 0.001 Δρ max = 0.79 e Å −3 Δρ min = −0.45 e Å −3 Special details Geometry. All e.s.d.'s (except the e.s.d. in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell e.s.d.'s are taken into account individually in the estimation of e.s.d.'s in distances, angles and torsion angles; correlations between e.s.d.'s in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell e.s.d.'s is used for estimating e.s.d.'s involving l.s. planes. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
4-Bromo-2-methoxy-6-(1-phenyl-1H-benzimidazol-2-yl)phenol

Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq Br1 0.00077 (7) 0.68515 ( (7) 0.96530 (7) 0.17131 (5) 0.0786 (3) Br3 0.41421 (7) 1.27166 (7) 0.12526 (5) (17) C42 0.7079 (7) 1.0642 (6) 0.2500 (4) 0.0564 (18) C51 0.5944 (7) 1.5520 (7) 0.0495 (5) 0.073 (2) (7) C57-C58 1.382 (10) Br3-C44 1.903 (7) C57-H57A 0.9300 N5-C48 1.376 (7) C52-C53 1.371 (11) N5-C55 1.388 (7) C52-H52A 0.9300 N5-C49 1.424 (8) C54-C53 1.403 (10) N3-C33 1.375 (7) C54-H54A 0.9300 N3-C27 1.397 (7) C29-C30 1.405 (10) N3-C24 1.434 (8) C29-H29A 0.9300 N4-C33 1.328 (7) C23-C22 1.383 (11) N4-C32 1.395 (8) C23-H23A 0.9300 N6-C48 1.324 (7) C40-H40A 0.9600 N6-C60 1.397 (7) C40-H40B 0.9600 O4-C35 1.358 (7) C40-H40C 0.9600 O4-H4A 0.8200 C31-C30 1.386 (10) C8-N1-C15 105.8 (5) C45-C46-C48 122.6 (6) C8-N1-C9 129.1 (5) C31-C32-C27 120.2 (7) 
